Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.050; wR factor = 0.136; data-to-parameter ratio = 12.0. organic compounds o1088 Asiri et al.
In the title molecule, C 10 H 8 N 2 O, the five-and six-membered rings form a dihedral angle of 10.14 (9) . The aldehyde group is almost coplanar with the pyrazole ring to which it is connected [O-C-C-C torsion angle = À179. 35 (17) ]. In the crystal, inversion dimers are linked by four C-HÁ Á ÁO interactions as the carbonyl O atom accepts two such bonds. The dimeric aggregates are linked into supramolecular layers in the ac plane by C-HÁ Á Á and -[ring centroid(pyrrole)Á Á Áring centroid(phenyl) = 3.8058 (10) Å ] interactions.
Related literature
For the anti-bacterial properties of pyrazole derivatives, see: Kane et al. (2003) . For related structures, see: Asiri, Al-Youbi, et al. (2012) ; Asiri, Faidallah et al. (2012) . For the synthesis, see: Vera-DiVaio et al. (2009) Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C5-C10 ring. Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) Àx þ 1 2 ; y þ 1 2 ; Àz þ 1 2 .
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) .
Figure 1
The molecular structure of (I) showing the atom-labelling scheme and displacement ellipsoids at the 50% probability level.
Figure 2
A view of the supramolecular layer in the ac plane in (I). The C-H···O, C-H···π and π-π interactions are shown as orange, purple and blue dashed lines, respectively. supplementary materials sup-3 Acta Cryst. (2012). E68, o1088
Figure 3
A view in projection down the b axis of the unit-cell contents of (I). The C-H···O, C-H···π and π-π interactions are shown as orange, purple and blue dashed lines, respectively. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.28 e Å −3 Δρ min = −0.26 e Å −3 Extinction correction: SHELXL97 (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin (2θ) (7) 0.0046 (7) −0.0011 (7) C2 0.0205 (8) 0.0216 (9) 0.0186 (7) 0.0007 (6) 0.0047 (6) −0.0032 (7) C3 0.0225 (9) 0.0270 (10) 0.0192 (8) 0.0005 (7) 0.0018 (7) 0.0001 (7) supplementary materials sup-5
1-Phenyl-1H-pyrazole-4-carbaldehyde
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